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[Abstract]

It is said that “hydrogen water” has good effects for our health and beauty™.So we were
interested in it and had a doubt that it truly existed or not. Because solubility of hydrogen
molecule in water is 1.6mg/L™® and the figure is very small. We searched the internet for the
structure of “hydrogen water” and found a sitel? which claims that the “hydrogen water”
exists in the form of H140. Obviously, the structure is impossible to exist because an oxygen
atom has two unpaired electrons. Nonpolar molecules are also difficult to dissolve in polar
solvent. Therefore, we examined the interaction between hydrogen molecule and water
clusters, and computed how much binding energies they have.
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Figure 1 Structure of hydrogen moleculue and water cluster

BasioNO |y | @ | wd | s | as | we | an | @
Function
oVDZ 23 | 20 | 28 | 28 | 29 | 33 | -42 | -62
oVDZ

(BSSE-Disp 1.4 2.8 3.4 4.0 9.5 2.9 188.7 | 0.13
correction)

pVvTZ -531 | -8.39 | -12.33 | -16.02 | -14.51 - - -

Tablel Binding energy (kJ)
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